Supplementary
: Binning effect on the electrostatic potential and currentvoltage (I/V ) relationship. A and D show the potentials across the z -axis of the double bilayer systems. Labels A and B indicate the solution region of compartments, where timeaveraged potentials differences (∆V) were calculated using either 10 or 1 ns window bins. The curves of POPE and POPC systems for all ∆q are shown. ∆q increases from 2 to 14 charges and it is shown from pale blue to blue for POPE, and from pale green to green for POPC. B and E show the ∆V distribution (quartile box-plots) between compartments A and B as a function of ∆q for POPE and POPC, respectively. C and F show the I/V relationships for POPE and POPC. The symbols and crosses depict mean and standard deviations. The experimental 'open' VDAC conductance of 2 nS at 0.5 M N aCl is shown as a black segmented line. The mean conductance values (±SEM ) for the negative ( ) and positive (⊕) voltages were the following: For the 10 ns bins:
1 Figure S2 : NMR spectra of wild-type hVDAC-1. A.
H,
15 N-TROSY spectrum of wild-type hVDAC-1 in LDAO. B.
13 C-13 C proton-driven spin diffusion (PDSD) solid-state NMR spectra of wild-type hVDAC-1 in DMPC liposomes, demonstrating the structural integrity of the protein. 10 replicas, 30 ns each were used for each ion difference (Δq) and channel polarity Chx (Ch0 (-) and Ch1 (+). Mean-ZN+ defines the mean Z-coordinate (±SD) of the side-chain nitrogens. Zero correspond to the Protein COM, IMS values in the negative, and cytosolic positive.
